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Experimental protocols and result arrangements for the reported study. The protocol starts 

with each aptamer and HBsAg design and validations, preceded with molecular docking of 

aptamer against HBsAg using ADT Vina. The docked structures then undergo MD 

simulation for 20 ns using GROMACS. For the analysis, the RMS of aptamer before and 

after docking, results from MD simulation; MMPBSA binding energy; active binding 

residues for 20 ns simulation and summary of each docking; MD total-energy and MMPBSA 

binding energy were all presented in the study. 

 


